Key indicators: single-crystal X-ray study; T = 90 K; mean (C-C) = 0.005 Å; disorder in main residue; R factor = 0.049; wR factor = 0.128; data-to-parameter ratio = 13.4. 
Related literature
For the ligand synthesis, see: Reger et al. (2000) . For structural, spectroscopic and angular overlap studies of tris(1H-pyrazol-1-yl)methane complexes, see: Astley et al. (1993) . For background information on the modelling of metallo-enzyme sites by small molecules, see: Kitajima et al. (1992) ; Trofimenko et al. (1992) ; Looney et al. (1992) ; Looney & Parkin (1994) . A previous attempt to make similar building blocks with nickel(II) and a cyanide ligand is given in Lyubartseva & Parkin (2009) .
Experimental
Crystal data [Ni(C 10 Table 1 Hydrogen-bond geometry (Å , ). 
Comment
Tripodal ligands with three pyrazolyl groups are increasingly being used in small-molecule modeling of the active sites of metallo-enzymes in which the metal is coordinated to two or three imidazole groups from histidine (Kitajima et al. 1992 , Trofimenko et al. 1992 , Looney et al. 1992 , Looney & Parkin 1994 
Experimental
The tris(pyrazolyl)methane ligand was synthesized according to the previously published procedure by Reger et al. (2000) . ): 3361, 3133, 2977, 2071, 1516, 1440, 1400, 1284, 1247, 1220, 1088, 1050, 980, 905, 858, 788, 766, 660, 608, 475 .
Refinement
H atoms were found in difference Fourier maps and subsequently placed in idealized positions with constrained distances of 0.98 Å (RCH 3 ), 1.00 Å (R 3 CH), 0.95 Å (C sp2 H), 0.84 Å (O-H), and with U iso (H) values set to either 1.2U eq or 1.5U eq (RCH 3 , OH) of the attached atom.
To ensure satisfactory refinement of disordered parts of the structure, a combination of constraints and restraints were used. The SHELXL97 constraints EXYZ and EADP were used to make the geometry and displacement parameters of closely supplementary materials sup-2 proximate disordered atoms equal. The SHELXL97 restraint command DELU was also used to ensure similar displacement parameters for closely proximate, chemically similar groups.
The final weighting scheme (SHELXL-97 command "WGHT"), which is optimized to give a flat analysis of variance, had a somewhat larger than usual value for the second parameter. This is generally attributed to some form of bias, such as could be caused by unrecognized twinning or some other kind of incomplete model. We observed no obvious cause for the unusual weighting scheme, but the available sample was far from perfect. Indeed, the crystals were covered in a blue powder, which was likely caused by partial drying of the crystal. Some of this blue powder was easy to remove, but some was stuck to the crystal surface and could not be removed without damaging the crystals.
In the final difference map there are small residual peaks clustered around the disordered isothiocyanate sulphur. This could perhaps be due to partial occupancy/disordered solvent, but all attempts to model it as such did not improve the refinement enough to warrant retention of the extra details. Refinement. The crystals were covered in a blue powder, which was likely caused by partial drying of the crystal. Some of this blue stuff was easy to remove, but some was stuck to the crystal surface and could not be removed without damaging the crystal.
In the final difference map there are small residual peaks clustered around the disordered thiocyanate group. This could perhaps be due to partial occupancy/disordered solvent, but all attempts to model it as such did not improve the refinement enough to warrant retention of the extra details. 
